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The pyrimidine ring of the title compound, C25H 30 N 2 O3, is 
approximately planar (r.m.s. deviation = 0.003 A); the C atom 
at the 5-position deviates by 0.012 (3) A from the mean plane 
and the C atom at the 6-position by 0.038 (3) A. In the 
molecule, the pyrimidine ring is oriented at 86.72 (9) and 
59.75 (9)° with respect to the two benzene rings, and the two 
benzene rings are inclined to each other at 58.35 (9)°. In the 
crystal, the amino group is hydrogen-bond donor to the 
exocyclic O atom at the 4-position of an adjacent molecule, the 
hydrogen bond generating an inversion dimer. 

Related literature 

For the applications and synthesis of the title compound, see: 
El-Brollosy et al. (2009). 




Triclinic, PI 
a = 4.8276 (4) A 
b = 14.9398 (10) A 
c = 15.4574 (12) A 
a = 76.949 (6)° 
fj = 89.296 (6)° 
y = 88.267 (6)° 

Data collection 

Agilent SuperNova Dual 
diffractometer with an Atlas 
detector 

Absorption correction: multi-scan 
(CrysAlis PRO; Agilent, 2010) 
T min = 0.980, r maI = 0.996 

Refinement 

R[F 2 > 2a(F 2 )] = 0.056 

W R(F 2 ) = 0.167 

5 = 1.04 

4974 reflections 

277 parameters 

1 restraint 



Table 1 

Hydrogen-bond geometry (A, °). 



V = 1085.53 (14) A J 
Z = 2 

Mo Ka radiation 
/a = 0.08 mm -1 
T = 100 K 

0.25 x 0.20 x 0.05 mm 



7623 measured reflections 
4974 independent reflections 
3719 reflections with / > 2a(I) 
R iM = 0.039 



H atoms treated by a mixture of 
independent and constrained 
refinement 

A/w = 0.39 e A~ 3 

A/Cw, = -0.29 e A~ 3 



D-H-A 


D-H 


H-A 


D-A 


D-H-A 


Nl— HL--.02 1 


0.89 (1) 


1.94 (1) 


2.826 (2) 


178 (2) 


Symmetry code: (i) 


-x+l.-y + l,- 


-* + 1. 







Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: 
CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to 
solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to 
refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
X-SEED (Barbour, 2001); software used to prepare material for 
publication: publCIF (Westrip, 2010). 

We thank the Deanship of Scientific Research and the 
Research Center of the College of Pharmacy, King Saud 
University, and the University of Malaya for supporting this 
study. 

Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: XU5425). 
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M r = 406.51 
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6-(3,5-Dimethylbenzyl)-5-ethyl-l-[(3-phenylpropoxy)methyl]-l,2,3,4-tetrahydropyrimidine-2,4-di- 
one 

N. R. El-Brollosy, A. A. El-Emam, O. A. Al-Deeb and S. W. Ng 
Comment 

The compound (Scheme I) was synthesized for an evaluation of its anti-viral activity against HIV-1 (El-Brollosy et al, 
2009). The pyrimidine ring is planar; the C atom at the 5-position deviates by 0.012 (3) A from the mean plane and the C 
atom at the 6-position by 0.038 (3) A (Fig. 1). The amino group is hydrogen-bond donor to the exocyclic O atom at the 
4-position, the hydrogen bond generating a centrosymmetric dimer (Table 1, Fig. 1). 

Experimental 

The compound was synthesized by using a reported method (El-Brollosy et al. , 2009), and was recrystallized from ethanol. 
Refinement 

Carbon-bound H-atoms were placed in calculated positions [C-H 0.95 to 0.99 A, £/j S0 (H) 1.2 to 1.5(7 eq (C)] and were in- 
cluded in the refinement in the riding model approximation. 

The amino H-atom was located in a difference Fourier map, and was refined with a distance restraint of N-H 0.88±0.01 
A; its temperature factor was refined. 



Figures 



Fig. 1. Thermal ellipsoid plot (Barbour, 2001) of C 2 5H 3 oN 2 03 at the 70% probability level; 
hydrogen atoms are drawn as spheres of arbitrary radius. 




Fig. 2. Dimeric hydrogen-bonded structure. 



6-(3,5-Dimethylbenzyyl)-5-ethyl-1 -[(3-phenylpropoxy)methyl] -1,2,3,4- tetrahydropyrimidine-2,4-dione 

Crystal data 

C25H30N2O3 Z=2 
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M r = 406.51 
Triclinic, FY 
Hall symbol: -P 1 
a = 4.8276 (4) A 
b = 14.9398 (10) A 
c= 15.4574 (12) A 
a = 76.949 (6)° 
(3 = 89.296 (6)° 
y= 88.267 (6)° 
V= 1085.53 (14) A 3 



F(000) = 436 

D x = 1.244 MgnT 3 

Mo Ka radiation, X = 0.71073 A 

Cell parameters from 2909 reflections 

6 = 2.7-27.5° 

H = 0.08 mm -1 

T= 100 K 

Prism, colorless 

0.25 x 0.20 x 0.05 mm 



Data collection 

Agilent SuperNova Dual 

diffractometer with an Atlas detector 

Radiation source: SuperNova (Mo) X-ray Source 

Mirror 

Detector resolution: 10.4041 pixels mm" 1 
co scan 

Absorption correction: multi-scan 
(CrysAlis PRO; Agilent, 2010) 
r min = 0.980, T max = 0.996 
7623 measured reflections 



4974 independent reflections 

3719 reflections with / > 2o(7) 
R mt = 0.039 

^max = 27.6°, 0 m j n — 2.7° 

h = -6^4 
£ = -19->19 
/ = -20-»18 



Refinement 



Refinement on F 
Least-squares matrix: full 
R[F 2 > 2g(F 2 )] = 0.056 

wR(F 2 ) = 0.167 



S= 1.04 

4974 reflections 
277 parameters 
1 restraint 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H atoms treated by a mixture of independent and 
constrained refinement 

w = l/[o 2 (F 0 2 ) + (0.0802P) 2 + 0.2053P] 

where P = (F 0 2 + 2F c 2 )/3 



(A/o) n 



0.001 



Ap max = 0.39eA J 
Ap min = -0.29eA" 3 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A ) 





X 


y 


z 


IT- *IIJ 
^iso ' ^eq 


Ol 


0.7285 (3) 


0.74030 (9) 


0.40923 (8) 


0.0227 (3) 


02 


0.2592 (3) 


0.47945 (8) 


0.42401 (8) 


0.0216(3) 


03 


0.2541 (3) 


0.89685 (8) 


0.27377 (8) 


0.0188 (3) 


Nl 


0.4879 (3) 


0.61150(10) 


0.41488(9) 


0.0167 (3) 


HI 


0.572 (4) 


0.5837 (12) 


0.4647 (8) 


0.014 (5)* 


N2 


0.4166 (3) 


0.73931 (10) 


0.29812 (9) 


0.0151 (3) 
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H23 -0.4567 1.3598 0.3528 0.029* 

C24 -0.1361 (4) 1.27772 (13) 0.41292 (12) 0.0232 (4) 

H24 -0.1187 1.3067 0.4612 0.028* 

C25 0.0366 (4) 1.20321 (12) 0.40744 (12) 0.0207 (4) 

H25 0.1703 1.1814 0.4524 0.025* 



Atomic displacement parameters (A 2 ) 
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0.0300 (11) 


0.0360 (12) 


0.0249 (10) 


0.0083 (9) 
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-0.0117 (9) 


C15 


0.0512(14) 
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0.0223 (10) 
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-0.0033 (8) 


C16 


0.0214(9) 


0.0117 (8) 


0.0174 (8) 


0.0006 (7) 


0.0025 (7) 


-0.0032 (7) 


C17 


0.0275 (10) 


0.0169(9) 


0.0162 (8) 


-0.0011 (8) 


0.0036 (7) 


-0.0067 (7) 


C18 


0.0242 (9) 


0.0174 (9) 


0.0212 (9) 


-0.0025 (7) 


0.0046 (7) 


-0.0087 (7) 


C19 


0.0246 (10) 


0.0162(9) 


0.0304 (10) 


-0.0007 (8) 


0.0049 (8) 


-0.0097 (8) 


C20 


0.0205 (9) 


0.0143 (9) 


0.0237 (9) 


-0.0055 (7) 


0.0068 (7) 


-0.0058 (7) 


C21 


0.0276 (10) 


0.0193 (9) 


0.0233 (9) 


-0.0048 (8) 


0.0020 (8) 


-0.0092 (8) 


C22 


0.0259 (10) 


0.0195 (10) 


0.0282 (10) 


-0.0029 (8) 


-0.0055 (8) 


-0.0032 (8) 


C23 


0.0249 (10) 


0.0150(9) 


0.0320 (10) 


-0.0001 (8) 


0.0035 (8) 


-0.0055 (8) 


C24 


0.0303 (10) 


0.0195 (9) 


0.0219(9) 


-0.0023 (8) 


0.0043 (8) 


-0.0094 (8) 


C25 


0.0231 (9) 


0.0175(9) 


0.0215 (9) 


-0.0027 (7) 


0.0002 (7) 


-0.0041 (7) 



Geometric parameters (A, °) 

01— CI 1.222 (2) C12— C13 1.397 (3) 

02— C2 1.234 (2) C12— C15 1.506 (3) 

03— C16 1.404 (2) C13— H13 0.9500 
03— C17 1.444 (2) C14— H14A 0.9800 
Nl— CI 1.368 (2) C14— H14B 0.9800 
Nl— C2 1.381 (2) C14— H14C 0.9800 
Nl— HI 0.885 (9) C15— H15A 0.9800 
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C16— N2— C4— C7 
C4— C3— C5— C6 
C2— C3— C5— C6 
C3— C4— C7— C8 
N2— C4— C7— C8 
C4— C7— C8— C13 
C4— C7— C8— C9 
CI 3 — C8 — C9 — CIO 



3.6 (2) 
91.8(2) 
-89.18(19) 
-110.06(19) 
70.7 (2) 
-141.21 (17) 
41.3 (2) 
0.1 (3) 



C25— C20— C21— C22 
CI 9— C20— C21— C22 
C20— C21— C22— C23 
C21— C22— C23— C24 
C22— C23— C24— C25 
C23— C24— C25— C20 
C21— C20— C25— C24 
CI 9— C20— C25— C24 



-2.5 (3) 
175.80 (17) 
1.0 (3) 
1.3 (3) 
-2.0 (3) 
0.5 (3) 
1.7 (3) 

-176.55 (17) 



Hydrogen-bond geometry (A, °) 

D—H-A 

Nl— Hl-02' 

Symmetry codes: (i) —x+1, ~y+l, -z+1. 



D — H 
0.89 (1) 



H—A 
1.94(1) 



D-A 
2.826 (2) 



D—H-A 
178 (2) 
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